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Invited Paper
 16. Periodic First-Principles Study on Active Site of V2O5 Surface and Mechanism of 
Selective Catalytic Reduction of NO by NH3  
?Impact of Computer to Catalyst Research and Development 2?  
?Kyoto, Japan, July 26-28, 1998?  
Invited Paper
?1999?
 17. Combinatorial Computational Chemistry Approaches to the Design of 
Heterogeneous Catalysts  
?National Chemical Laboratory Golden Jubilee Conference?  
?Pune, India, January 18-20, 1999?  
Invited Paper
 18. Simulation Study of Permeation through the Microporous Membrane  
?Italy-Japan Workshop on Catalytic Membrane Reactors and Integrated 
Membrane Operations?  
?Centaro, Italy September 23-27, 1999?  
Invited Paper
?2000?
 19. Combinatorial Computational Chemistry Approach to the Design of Catalysts  
?SPIE?s International Symposium on Integrated Optoelectronic Devices 
?Optoelectronics 2000??  
?San Jose, USA, January 22-28, 2000?  
Invited Paper
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 20. Most Recent Progress in Integrated Computational System for Catalysts and 
Materials Design  
?ICS-UNIDO-NCL Workshop on Clean Catalytic Processes for Fine Chemicals 
and Pharmaceuticals?  
?Pune, India, February 7-9, 2000?.  
Invited Paper
 21. Combinatorial Computational Chemistry Methods for Catalysts and Materials 
Design  
?Tenth Conference on Combinatorial Chemistry, Japan?  
?Osaka, Japan April 24-25, 2000?  
Invited Paper
 22.  Integrated Computational Chemistry Methods for Catalyst Design  
?International Symposium Catalysis in XXI Century: from Quantum Chemistry 
to Industry?  
?Krakow, Poland, May 4-7, 2000?  
Invited Paper
 23. Theoretical Design of Heterogeneous Catalysts: Combinatorial Computational 
Chemistry Approach  
?The First Japan-US Workshop on Combinatorial Material Science and 
Technology?  
?Maui, USA, October 1-3, 2000?  
Invited Paper
 24. Atomistic and Electronic Nature of Molecular Tribology on Solid Surfaces as 
Investigated by Integrated Computational Chemistry System  
?Tribochemistry Tsukuba 2000?  
?Tsukuba, Japan, October 27, 2000?  
Invited Paper
 25. Periodic First-Principle Density Functional Approach to the Design of Catalysts  
?Pacifichem 2000?  
?Honolulu, USA, December 14-19, 2000?  
Invited Paper
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 26. Dynamics of Adsorbed Molecules on a Pd Surface Investigated by Ab-Initio 
Hybrid Molecular Dynamics Method  
?International Conference on Elementary Processes in Molecule-Metal Surface 
Interaction?  
?San Juan, Puerto Rico, November 11-15, 2000?  
Invited Paper
?2001?
 27. Combinatorial Computational Chemistry Approaches to Catalyst Screenings: A 
New Concept for the 21st Century  
?Fifteenth Indian National Symposium on Catalysis and Second Conference of 
the Indo-Pacific Catalytic Association?  
?Pune, India, January 23 - 25, 2001?  
Plenary Lecture
 28. Future of Computer-Aided Materials Design  
?Ninth International Conference on Properties and Phase Equilibria for Product 
and Process Design?  
?Kurashiki, Japan, May 20 - May 25, 2001?  
Invited Paper
 29. Development of New Program for Combinatorial Computational Chemistry: Its 
Application to Methane Activation  
?12nd CRC International Symposium on ?Advanced Chemical Conversion of 
Methane??  
?Sapporo, Japan, November 18-20, 2001?  
Invited Paper
 30. Proposal of New Concept ?Combinatorial Computational Chemistry? and Its 
Application to Catalyst Design  
?2001 Materials Research Society Fall Meeting?  
?Boston, USA, November 26-30, 2001?   
Invited Paper 
?2002?
 31. Development and Applications of Accelerated Quantum Chemical Molecular 
Dynamics Method for Degradation Dynamics of Organic Lubricants under High 
Temperatures and Pressures  
?2nd International Workshop on Microtribology?  
?Ishigaki, Japan, April 16-19, 2002?  
Invited Paper
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 32. Development of Novel Methodology for Combinatorial Computational Chemistry  
?14th Conference on Combinatorial Chemistry, Japan?  
?Osaka, Japan, April 22-23, 2002?  
Invited Paper
 33. Design of Novel Functions of Ultrafine Particles by Computational Chemistry 
Methods  
?2002 IFPRI Annual General Meeting?  
?Sendai, Japan, July 14-18, 2002?  
Invited Paper 
 34. Computational Methods for the Design of Zeolitic Materials   
?2nd FEZA Conference?  
?Taormina, Italy, September 1-5, 2002?  
Plenary Lecture 
?2003?
 35. Development of Integrated Computational Chemistry System for the Design of 
Zeolite Materials  
?International Symposium on Zeolites and Microporous Crystals ?ZMPC2003??  
?Sapporo, Japan, August 3-6,2003?  
Invited Paper
 36. Application of Computational Chemistry Methods for Industry Innovation   
?The 8th IUMRS International Conference on Advanced Materials?  
?Yokohama, Japan, October 8-13, 2003?  
Invited Paper
 37. Development of Integrated Combinatorial Computational Chemistry and Its 
Application to Material Design  
?The 8th IUMRS International Conference on Advanced Materials?  
?Yokohama, Japan, October 8-13, 2003?   
Invited Paper
 38. Application of Integrated Computational Chemistry Approach to the Design and 
Development of Catalysts and Materials - The State of the Art  
?India-Japan Seminar on New Materials?  




 39. Computational Methods for Nanotribology and Tribochemical Reactions  
?3rd International Conference on ?Computational Modeling and Simulation of 
Materials??  
?Sicily, Italy, May 29-June 4, 2004?  
Invited Paper
?2005?
 40. Combinatorial Computational Chemistry for Industrial Innovations  
?The 4th Asia-Pacific Chemical Reaction Engineering Symposium?  
?Gyeonju, Korea, June 12-15, 2005?  
Plenary Lecture
 41. Integrated Computational Chemistry System for the Material Design of Plasma 
Display  
?The 12th International Display Workshops in conjunction with Asia Display 
2005?  
?Takamatsu, Japan, December 6-9, 2005?  
Invited Paper
?2006?
 42. Computational Chemistry Methods for the Design of Microporous Materials for 
Industrial Applications  
?International Symposium on Zeolites and Microporous Crystals 2006?  
?Yonago, Japan, July 30-Aug 2, 2006?  
Keynote Lecture
 43. Theoretical Study of PDP Materials  
?Pre-Workshop of the 6th International Meeting on Information Display and the 
5th International Display Manufacturing Conference ?IMID/IDMC 2006??  
?Daegu, Korea, August 22, 2006?   
Keynote Lecture
 44.   Theoretical Study of PDP Materials  
?The 6th International Meeting on Information Display and the 5th International 
Display Manufacturing Conference ?IMID/IDMC 2006??  




 45. Multi-Level Combinatorial Computational Chemistry for Industrial Innovation  
?The 4th Asian Consortium on Computational Materials Science?  
?Seoul, Korea, September 13-16, 2007?  
Invited Lecture
 46. Multi-Level Combinatorial Computational Chemistry for Nano-Scale Flow 
Dynamics in Highly Coupled Systems  
?The Fourth International Conference on Flow Dynamics?  
?Sendai, Japan, September 26-28, 2007?  
Keynote Lecture
?2008?
 47. Multi-Level Combinatorial Computational Chemistry for Future Electron Devices  
?International Meeting for Future of Electron Devices, Kansai ?IMFEDK2008??  
?Osaka, Japan, May 22-23, 2008?  
Invited Lecture
 48. Experiments Integrated Multilevel Computational Chemistry Methods for the 
Application to PDP Protecting Layer  
?IMID/IDMC/Asia Display 2008?  
?Ilsan, Korea, October 13-17, 2008 ?  
Invited Lecture
 49. Multi-level Combinatorial Computational Methods for Industrial Innovations  
?1st NanoThailand Symposium?  
?Bangkok, Thailand, November 6-8, 2008?  
Invited Lecture
 50. Theoretical approach to amine reaction with integrated computational chemistry 
methods  
?CSIRO-RITE???????????  
?Kyoto, Japan, May 26, 2009?  
Invited Lecture
 51. Experiment Integrated Multi-Level Computational Chemistry for Tribology  
?Tribochemistry Kyoto 2009?  
?Kyoto, Japan, Sept. 2-4, 2009?  
Invited Lecture
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 52. New Horizons in Tribology: The Computational Chemistry Paradigm  
?World Tribology Congress 2009?  
?Kyoto, Japan, Sept. 6-11, 2009?
 53. Multi level Combinatorial Computational Chemistry Approach for Dielectric 
Materials  
?14th US-Japan Seminar?  
?Oregon, USA, October 11-14, 2009?  
Plenary Lecture
 54. Computational Chemistry as Practical Solution to Industrial Problems: Present 
States and Future Prospects  
?The 13th International Conference on Theoretical Aspects of Catalysis?  
?Miyagi, Japan June 21, 2010?  
Plenary Lecture
 55. Enabling and investigative tools: theory, modeling, and simulation Moderators  
?Long-term Impacts and Future Opportunities for Nanotechnology" US-Japan-
Korea-Taiwan Workshop?  
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